In the molecule of the title compound, C 15 H 13 N 3 O 4 , the dihedral angle between the pyrazole and benzene rings is 79.89 (6) . An intramolecular C-HÁ Á ÁO hydrogen bond is present. The crystal structure is stabilized by -stacking interactions between centrosymmetrically related pyrazole rings with a centroid-centroid distance of 3.500 (3) Å .
Related literature
For the use of pyrazoles as ligands, see: Dvorak et al. (2005) . For the use of nitrile derivatives in the synthesis of heterocyclic compounds, see: Radl et al. (2000) . For a related structure, see: Fu & Zhao (2007) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
al., 2005), In addition, nitrile derivatives are important materials in the synthesis of some heterocyclic molecules (Radl et al., 2000) . Recently, we have reported a few benzonitrile compounds (Fu & Zhao, 2007) . As an extension of our work on the structural characterization of nitrile compounds, the structure of the title compound is reported here.
In the molecule of the title compound ( Fig. 1 ) bond lengths and angles have normal values. The dihedral angle between the planes of the pyrazole and phenyl rings is 79.89 (6) °. The molecular conformation is stabilized by an intramolecular C-H···O hydrogen bond (Table 1 ). In the crystal packing, centrosymmetrically related molecules at (x, y, z) and (2-x, -y, -z) are connected by a π-π stacking interaction involving the pyrazole rings, with a centroid-centroid separation of 3.500 (3) Å, a perpendicular interplanar distance of 3.382 (3) and a centroid-centroid offset of 0.901 (2) Å. were dissolved in acetone in the presence of K 2 CO 3 (0.138 mg, 1 mmol) and heated under reflux for 1 day. After the mixture was cooled to room temperature, the solution was filtered and the solvents removed in vacuum to afford a white precipitate of the title compound. Colourless crystals suitable for X-ray diffraction were obtained after 9 days by slow evaporation of a diethylether solution.
Refinement
All H atoms were detected in a difference Fourier map, but were placed in calculated positions and refined using a riding motion approximation, with C-H = 0.93-0.97 Å and with U iso (H) = 1.2 U eq (C) or 1.5 U eq (C) for methyl H atoms. Primary atom site location: structure-invariant direct methods 
